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Structure Search in Cortellis 
Structure Search is available from the “more” menu (…) in the main search bar as well as drugs, patents and 
literature forms in Advanced Search. 
This guide provides instructions on how to find drugs according to their chemical structure in Cortellis 

Advanced Search. 

 

1. Click ‘Structure search’ to open a new menu.  

 

2. Structures can be transferred from reports and results tables in Cortellis, imported and drawn with 
Elemental. 

  

3. Select type of structure search, add additional fields to narrow down results and click ‘Search’ at the 
bottom right. 

 

Click white box on the left to 

open Elemental by Dotmatics. 

 

Draw, paste or edit your 

chemical structure in new 

window and click ‘Transfer’. 
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4. ‘Hit structure’ are displayed as a second column in results table. Substructure search will find drugs with 
same chirality and isomerism as in the original structure although these may have additional substituents, 
as indicated next.   

 

Example: The next search will find drugs with similar chemical structures which means they may have other 
substituents, different chirality and/or different isomerism compared to the original structure. 

 

When running ‘Similarity’ search results table will automatically display percentage of similarity in the Hit 
Structure column. 

 

Structure can be saved, exported and 

transferred to other search forms in Cortellis 

by clicking the button at the top right. 
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Definitions 

• Exact match retrieves all Drug Reports or Literature Reports or Patent Reports or Conference 
Presentations or containing a structure that matches your structure query exactly. 

• Flexible match retrieves all Drug Reports or Literature Reports or Patent Reports or Conference 
Presentations containing a structure that matches your query structure exactly including 
stereoisomers, tautomers, salts of and charge variants. 

• Similarity retrieves all Drug Reports or Literature Reports or Patent Reports or Conference 
Presentations containing structures that are similar to the query structure, based on the minimum 
percentage similarity score. The Minimum score is set initially at a value of 80%, but you can 
optionally specify a value between 0 and 100. 

• Substructure retrieves all Drug Reports or Literature Reports or Patent Reports or Conference 
Presentations containing structures that match your query structure entirely or as a substructure 
within a larger structure. Substructure search is selected by default. 

• Optional. Specify molecular weight to include only structures within a desired range; options are 
less than (<), more than (>), less than or equal to (<=), more than or equal to (>=), or between. Enter 
a number into the text box, e.g. <= 20. 

*Note: When using the similarity option, you should always enter the full structure that you want to find 
compounds similar to. 

 

For more information contact Customer Service at LSH.support@clarivate.com. 
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